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Scheme S1. Schematic illustration of the suggested deprotonation events which lead to proton exit after tyrosine oxidation in the S 2 state. (a) Y Z /His190/Asn298 prior to electron transfer. Oxidation of Y Z by P 680 + initially leads to a state which is characterized by the wide EPR signal (b), followed by one characterized by the narrow EPR signal (c). Finally, one proton is expelled via a mechanism that involves amide to imidic acid tautomerism (d).
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Cartesian Coordinates of DFT Models
Figure depicting the full size of the 343-atom models: 
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